Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.065; wR factor = 0.185; data-to-parameter ratio = 11.3.
Experimental
Crystal data C 14 H 15 N 5 O 2 M r = 285.31 Orthorhombic, Pnma a = 14.921 (2) Å b = 6.7989 (11) Å c = 13.839 (2) Å V = 1404.0 (4) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 298 K 0.16 Â 0.12 Â 0.10 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2008) T min = 0.985, T max = 0.991 7422 measured reflections 1418 independent reflections 1045 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.065 wR(F 2 ) = 0.185 S = 1.07 1418 reflections 125 parameters H-atom parameters constrained Á max = 0.23 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
C2-H2Á Á ÁN4 0.93 2.37 3.021 (4) 127
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEPIII (Burnett & Johnson, 1996) , ORTEP-3 for Windows (Farrugia, 1999) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) . -5-methoxy-3-phenyl-3H-1,2,3-triazolo[4,5-d] 
6-Isopropyl

Comment
The derivatives of heterocycles containing 8-azaguanine system, which are well known bioisosteres of guanine, are of great importance because of their remarkable biological properties, such as antimicrobial or antifungal activities (Roblin et al., 1945; Ding et al., 2004) , encephaloma cell inhibitor (Mitchell et al., 1950; Levine et al., 1963) , antileukemie (Montgomery et al., 1962) , hypersusceptibility inhibitor and acesodyne activities (Yamamoto et al., 1967; Bariana, 1971; Holland et al., 1975) .
In recent years, Zhao's group succeeded in synthesizing the derivatives of 8-azaguanine via aza-Wittig reaction of betaethoxycarbonyl iminophosphorane with aromatic isocyanates (Zhao, Xie et al., 2005) . As a continuation of the quest for new biologically active derivatives of 8-azaguanine, the title compound, (I), was obtained from beta-ethoxycarbonyl iminophosphorane with aliphatic isocyanate, and structurally characterized.
In the title compound, C 14 H 15 N 5 O 2 , the whole molecule but the terminal C atoms of the isopropyl group is located in a mirror plane and is then perfectly planar (Fig. 1 ). The bond lengths and angles in the triazolopyrimidinone moiety are in good agreement with those observed for closely related structures (Zhao, Hu et al., 2005; Zhao, Wang & Ding, 2005) . the triazolopyrimidine ring system is perfectly coplanar (Chen & Shi, 2006; Ferguson et al., 1998; Li et al., 2004; Maldonado et al., 2006; Wang et al., 2006; Xiao & Shi, 2007; Zeng et al., 2009 ).
The molecules are packed along the b axis with weak slippest π-π interaction between the pyrimidin and the phenyl rings of symmetry related molecules (Centroid to centroid distance= 3.746 (1)Å, interplanar distance= 3.399 Å with a slippage of 1.574 Å).
Experimental
To the solution of carbodiimide prepared according to Zeng et al. (2006) in a mixed solvent (CH 2 Cl 2 /MeOH,1:4 v/v, 15 ml) was added a fresh prepared solution of Na/MeOH (0.1 g/2 ml). After stirring the reaction mixture for 6 h, the solvent was removed under reduced pressure and the residue was recrystallized from EtOH to give the title compound (I) in 89% yield (m.p. 471 K). Elemental analysis: calculated for C 14 H 15 N 5 O 2 : C, 58.94; H, 5.30; N, 24.55%. Found: C, 57.62; H, 5.72; N, 24.01%. Crystals suitable for X-ray diffraction study were obtained by recrystallization from hexane and dichloromethane
Refinement
All H atoms attached to C atoms and N atom were fixed geometrically and treated as riding with C-H = 0.98 Å (methine), 0.96 Å (methyl) or 0.93 Å (aromatic) with U iso (H) = 1.2U eq (C) or U iso (H) = 1.5U eq (C methyl ). supplementary materials sup-2 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
